LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13 Instrument :
Operator : CG/JU BNA_M

Sample : M2217-15 ClientSampleld :
Misc : HTCRV2-GRAB-CF02-01

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM043021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29719.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.346 70 78 86 rVB 28589 47840  1.22% 0.213%
2 3.822 151 159 168 rBV 29433 43522 1.11% 0.194%
3 4.163 213 217 223 rVB 40083 47930 1.22% 0.214%
4 4,757 304 318 324 rBV5 32232 66786 1.70% ©.298%
5 5.198 386 393 399 rBV 1029142 1451671 36.95% 6.467%
6 5.257 399 403 410 rVB 48650 88634 2.26% ©.395%
7 5.628 459 466 473 rVB2 93629 135154  3.44% 0.602%
8 6.240 561 570 573 rBV3 24681 43751 1.11% ©0.195%
9 6.592 620 630 636 rBvV2 17387 41397 1.05% 0.184%
106 6.781 651 662 676 rBV 927954 1541762 39.24% 6.868%
11 7.228 732 738 748 rBV2 90666 208212 5.30% 0.928%
12 7.598 791 801 811 rBV 233137 409576 10.42% 1.825%
13 8.234 904 909 924 rVB3 24180 63048 1.60% 0.281%
14 8.751 991 997 1005 rBV 559978 924331 23.53% 4.118%
15 8.822 1005 1009 1019 rVB 110900 170055 4.33% 0.758%
16 10.375 1262 1273 1280 rBV2 328905 675636 17.20%  3.010%
17 11.404 1443 1448 1459 rBV3 28647 55283 1.41% 0.246%
18 11.569 1467 1476 1484 rBV3 34948 60566 1.54% 0.270%
19 11.816 1510 1518 1526 rBV 136519 222388 5.66% 0.991%
20 11.933 1530 1538 1545 rVV5 27688 60217 1.53% 0.268%
21 12.045 1545 1557 1564 rVB2 39182 82041 2.09% 0.365%
22 12.269 1589 1595 1598 rBV 26504 46433 1.18% 0.207%
23 12.863 1688 1696 1709 rVV 1770009 2561213 65.19% 11.409%
24 13.074 1724 1732 1739 rBV 177553 267008 6.80% 1.189%
25 13.416 1782 1790 1796 rBV3 31371 84883 2.16% ©.378%
26 13.563 1810 1815 1819 rBV 37547 56876 1.45% 0.253%
27 13.616 1819 1824 1829 rVB 40808 60057 1.53% 0.268%
28 13.710 1835 1840 1843 rBV 62870 101989 2.60% 0.454%
29 13.733 1843 1844 1849 rVV3 39325 40764 1.04% 0.182%
30 14.157 1910 1916 1923 rBV 168579 222305 5.66% 0.990%
31 14.245 1923 1931 1937 rBV 472430 730474 18.59%  3.254%
32 14.457 1962 1967 1977 rVB5 15034 46337 1.18% 0.206%
33 14.651 1996 2000 2006 rVB3 28792 47853  1.22% 0.213%
34 14.721 2007 2012 2018 rVW2 30772 48248 1.23% 0.215%
35 14.780 2018 2022 2029 rVB4 28082 43680 1.11% ©.195%
36 14.868 2030 2037 2042 rVV3 21553 48911 1.24% 0.218%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM043021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.039 2059 2066 2070 rBV5 20783 42750 1.09% ©0.190%
38 15.115 2074 2079 2084 rVB 149049 189289 4.82% 0.843%
39 15.515 2142 2147 2152 rBv2 35549 60637 1.54% 0.270%
40 15.739 2178 2185 2192 rBV 1389770 1956307 49.79% 8.715%
41 15.974 2220 2225 2239 rVB 171352 296640  7.55% 1.321%
42 16.768 2355 2360 2364 rvV 123734 158312 4.03% 0.705%
43 16.815 2364 2368 2379 rVB2 39649 79759  2.03% 0©.355%
44 16.992 2392 2398 2403 rBV 523324 758671 19.31%  3.380%
45 17.092 2409 2415 2422 rVB7 20597 44977 1.14% 0.200%
46 17.504 2480 2485 2490 rVB 126982 155226 3.95% 0.691%
47 17.898 2548 2552 2558 rBv4 92732 153109 3.90% 0.682%
48 18.051 2574 2578 2582 rVWV 48052 66613 1.70% 0.297%
49 18.098 2583 2586 2593 rVB 29627 43268 1.10% 0.193%
50 18.192 2598 2602 2606 rBV 127265 155784 3.97% 0.694%
51 18.786 2699 2703 2707 rBV 52701 80857 2.06% 0.360%
52 18.833 2707 2711 2717 rVB2 139863 177472 4.52% 0.791%
53 19.056 2745 2749 2753 rBV2 32613 40439 1.03% 0.180%
54 19.186 2767 2771 2778 rBV8 35316 79942 2.03% 0.356%
55 19.415 2806 2810 2813 rBV 126513 154282 3.93% 0.687%

56 19.627 2840 2846 2856 rBV 3318270 3928903 100.00% 17.502%

57 19.950 2897 2901 2904 rVB 131715 138271 3.52% 0.616%
58 20.445 2982 2985 2990 rVB 111875 115901 2.95% ©.516%
59 20.909 3060 3064 3070 rBV 299679 408771 10.40% 1.821%
60 21.174 3105 3109 3118 rBV 719598 1013667 25.80% 4.516%
61 21.339 3134 3137 3144 rBV 127613 169368 4.31% ©.754%
62 21.762 3207 3209 3212 rBV3 95131 94314  2.40% 0.420%

63 23.356 3475 3480 3486 rVB2 575467 1037758 26.41% 4.623%

Sum of corrected areas: 22448118
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Apr 2021 21:13
: CG/JU
: M2217-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM043021\
BM029719.D

HTCRV2-GRAB-CF02-01

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM029719.D\data.ms

5.198 6.781
8.751
10.375
822

7.598
3.346 3.8224.163 4757 52575628  go406597 7228 || 8.234 }\ 114D56¢

300 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
TIC: BM029719.D\data.ms

19.627

12.863

15.739

14.245

20.44
15.115 17.50417 398 19.950 1

3.074 14.1%7 7, e
1260 | 13vEEES ] [14.48%BRB50 15,515 o815 000" O T RS

Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

- e N O
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\ L ‘ T T ‘ L L \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BM029719.D\data.ms

21.174 23.356

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Cyclohexane, ethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
4.757 3.26 ng 66786 1,4-Dichlorobenzene-d4 7.598

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64

2 2-Hexene, 2,4-dimethyl- 112 C8H16 014255-23-3 43

3 3-Ethylcyclopentanone 112 C7H120 010264-55-8 35

4 Cyclobutanecarboxylic acid, cycl... 154 C9H1402 042392-30-3 35

5 2,4-Dimethyl-3-hexene(c,t) 112 C8H16 1000118-16-4 35
Abundance Scan 318 (4.757 min): BM029719.D\data.ms (-304) (-) m/z 83.10 100.00%

83.1
431
9.1
5000
101.1 MUY\ V-

‘ | 4.40 4.60 4.80 5.00
‘H‘HH‘H‘W‘H‘Huupﬂjhu‘ﬁwuuw‘m_‘m‘u‘w‘u‘_ m/z 43.10  75.40%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6665: Cyclohexane, ethyl-
83.0
55.0

5000 41.0 N ——

4.40 4.60 4.80 5.00
27.0 112.0 m/z 55.05 72.74%

IO |
\H‘HH‘\H\’\\H‘!‘\H‘\‘1!\‘H\‘\‘i\H\‘\\\\‘\9\\7\-‘0\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6720: 2-Hexene, 2,4-dimethyl-

53.0 83.0

4.40 4.60 4.80 5.00

o

o

m/z 59.10 60.54%
5000 41.0
112.0
e L me e
) S S A SR SN PR NS N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6501: 3-Ethylcyclopentanone SRS i SRR
55.0 83.0 4.40 4.60 4.80 5.00
m/z 82.10 42.93%
41.0
5000 270 112.0
70.0
\‘ AL HH | 970
OF e e et e e et e e R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Nonane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.628 6.60 ng 135154 1,4-Dichlorobenzene-d4 7.598

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 90
2 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 53
3 Octane 114 C8H18 000111-65-9 50
4 Tetradecane 198 C14H30 000629-59-4 50
5 n-Nonadecanol-1 284 C19H400 001454-84-8 43

Abundance Scan 466 (5.628 min): BM029719.D\data.ms (-459) (-) m/z 43.05 100.00%

43.0
5000 91.1
R AR R ma s
“ M ‘ 128.1 5.40 5.60 5.80 6.00
Okl bbb e m/z 57.10 0 94.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12663: Nonane
43.0
5000 L L LR B
5.40 5.60 5.80 6.00
85.0 m/z 41.10 58.43%
L], a0
O\‘\1H‘\\\\‘\H\‘HH’\H\‘\1H‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘H\

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260

Abundance #200446: Sulfurous acid, hexyl pentadecyl ester
43.0 85.0

5.40 5.60 5.80 6.00
5000 m/z 91.10 40.85%

Ll ‘ m\‘ th 11301410 18202110 263

Obpelelb bt b T, 1820 S5 263

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7619: Octane R R L
43.0 5.40 5.60 5.80 6.00
m/z 85.10 40.28%

5000
‘ 85.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Decane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.228 10.17 ng 208212 1,4-Dichlorobenzene-d4 7.598

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 93
2 Tridecane 184 C13H28 000629-50-5 53
3 Undecane 156 C11H24 001120-21-4 53
4 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 53
5 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 53
Abundance Scan 738 (7.228 min): BM029719.D\data.ms (-732) (-) m/z 57.05 100.00%
57.0
5000
85.1
H H ‘ ‘ 120.1 142.2 7.00 7.20 7.40 7.60
O bt g b L2071 s 43,05 88.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19157: Decane
43.0
5000 L B I L I LN B
71.0 7.00 7.20 7.40 7.60
' m/z 41.10 55.52%
Ll o e
O\‘\}\\"}\\‘\“\\‘\\‘\\\\H‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48831: Tridecane
57.0
T T
7.00 7.20 7.40 7.60
5000 m/z 71.05 47 .64%
29.0 85.0
0 ‘\ \‘\ ‘\ \“ ‘\‘ 1L 1173'0 ! 141.0 184.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28422: Undecane A
43.0 7.00 7.20 7.40 7.60
m/z 85.10 34.02%
5000 71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, 1-ethyl-3,5-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
8.234 3.08 ng 63048 1,4-Dichlorobenzene-d4 7.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 91
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 91
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1@H14 076089-59-3 91
Abundance Scan 909 (8.234 min): BM029719.D\data.ms (-904) (-) m/z 119.10 100.00%
119.1
5000 9L1
\ A (VS AN LA
51.0 724 ‘ 1351 8.00 8.20 8.40 8.60
0l e L W T gz 165,10 53.02%
miz--> 0 20 40 60 80 100 120 140
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-
119.0
8.00 8.20 8.40 8.60
910 m/z 91.10 49.56%
T ‘ T \1\5‘\-0‘ T ‘\ \3\9".‘(\) T ‘“ T ‘6‘}5“.\0\ \‘H‘ T ‘\. T ’ ‘1“\ T m‘l T \].??.‘O\
miz--> 0 20 40 60 80 100 120 140
Abundance #14868: Benzene, 1,2,3,4-tetramethyl-
119.0
8.00 8.20 8.40 8.60
5000 m/z 134.05 41.57%
91.0
39.0 650 | 135.0
o e “M b
m/z--> 0 20 40 60 80 100 120 140 /\ /\/\
Abundance #14871: Benzene, 1,2,4,5-tetramethyl- ! e Sl ‘ Al Remaaaes
119.0 8.00 8.20 8.40 8.60
m/z 92.10 17.22%
5000
390 g9 910 135.0
o= \‘,‘\ Pl \““ ; \‘\ o \‘M \ ﬁ‘\ - R I R RRE
m/z--> 0 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Undecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.822 8.30 ng 170055 1,4-Dichlorobenzene-d4 7.598

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Tridecane 184 C13H28 000629-50-5 80
3 Hexadecane 226 C1l6H34 000544-76-3 80
4 Tetradecane 198 C14H30 000629-59-4 78
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 64

Abundance Scan 1009 (8.822 min): BM029719.D\data.ms (-1005) (-) m/z 57.10 100.00%

57.1
5000
85.0
H H ‘ | 113.1 156.2 8.40 8.60 8.80 9.00 9.20
(oL R e L R AL R R R RARRRRARRE m/z 43.10 86.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28422: Undecane
43.0
5000 [TT T T[T I T[T rrrrprrl
71.0 8.40 8.60 8.80 9.00 9.20
m/z 71.05 57.88%
o \‘ |1 1990 1270 1560
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
R AN R )
8.40 8.60 8.80 9.00 9.20
5000 ITI/Z 41.05 52.04%
85.0
29.0
| ‘ | | | 11301410  184.0
0“‘_L‘AM‘HU‘JH‘EH‘HH“_“W“H"H“H“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane P
57.0 8.40 8.60 8.80 9.00 9.20
m/z 85.05 34.47%
5000
85.0
29.0
oo b L w000 e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.816 6.58 ng 222388 Naphthalene-d8 10.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Tetradecane 198 C14H30 000629-59-4 90
3 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 83
4 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 83
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 1518 (11.816 min): BM029719.D\data.ms (-1510) (-  m/z 57.10 100.00%
57.1
5000 85.1
‘ Jl%so 12,00
112.1 184.2
0 m_‘H‘m1‘_‘”1‘,‘!”J‘WH‘H‘lf"‘l“z”www‘ m/z 43.85  78.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
57.0
5000
85.0 1150 12.00
29.0 m/z 71.05 64.21%
d h “ I, ) 1180 1410 184.0
O\\\‘\\\\“1\\1‘\1\\"\\\\“\\\‘\‘\‘\\\‘\\\\‘\\\\‘f\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57.0 h
—— =
11.50 12.00
5000 85.0 m/z 41.10 48.55%
29.0
b L L L 130 10 ses0 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48855: Undecane, 2,3-dimethyl-
43.0 11. 50 12 00
m/z 85.10 42.45%
71.0
5000
99.0 140.0
S L Y Y N B . VO | SO
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.074 7.31 ng 267008  Acenaphthene-die 14.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Tridecane 184 C13H28 000629-50-5 58
3 Hexadecane 226 C1l6H34 000544-76-3 58
4 Pentadecane 212 C15H32 000629-62-9 58
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 52

Abundance Scan 1732 (13.074 min): BM029719.D\data.ms (-1724) - m/z 57.10 100.00%
57.1

5000 85.1
154.1
1
| H bod g3t 198.2 o0
OFrrrprer syl e el e S e m/z 43,100 79.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
5000 85.0 —
13.00
29.0 m/z 71.10 71.21%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48833: Tridecane
57.0
13.00
m/z 41.05 50.44%
5000 o o 850 /
L) ms0aae 1880
0 H‘_“W‘H‘,le“H‘H“_‘H“H‘““W‘H‘,H‘w“H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane T ‘
57.0 13.00
m/z 85.10 46.88%
5000 85.0
29.0
0 h‘ Tl HH\ H‘ 11 141 0.169.0 197.0 226 0
‘H“H‘_““H"H‘w"H‘H“_‘H“H‘_“W‘H“H“ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.157 6.09 ng 222305  Acenaphthene-die 14.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Hexadecane 226 C16H34 000544-76-3 83
5 Tridecane 184 C13H28 000629-50-5 80

Abundance Scan 1916 (14.157 min): BM029719.D\data.ms (-1910) (- m/z 57.05 100.00%
57.0

5000 85.0 JK\
| Re7raner-
0 m‘m“H;m‘muwlmJ“ﬁ‘lﬁ‘l‘}ﬁl“z“‘l@ﬁ‘““2“1‘2“3‘”‘ m/z 43.05 78.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57.0
5000 e ==
85.0 14.00 14.50
29.0 m/z 71.05 75.08%
0 \‘ Al H \‘\ Il ‘11\\30\14\10 169.0 2120
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83051: Dodecane, 2-methyl-6-propyl-
57.0
= =
14.00 14.50
5000 85.0 m/z 85.05 49.40%
140.0
N 0 - O T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane “JM\ e =
57.0 14.00 14.50
m/z 41.05 46.70%
5000 85.0
29.0
oHW“““‘WHW“w!m““‘1‘11‘57?“1‘%‘1‘9‘}?99“1‘9‘?9“““‘ el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.115 5.18 ng 189289  Acenaphthene-die 14.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Tetradecane 198 C14H30 000629-59-4 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 83
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 74
Abundance Scan 2079 (15.115 min): BM029719.D\data.ms (-2074) - m/z 57.10 100.00%
57.1
85.0
5000
‘ 15.00 1550
113.1 1411 226 2 . :
0brrrrrrrrdlhe u‘!“ u:”m‘lu : J“‘ L 8L S Y w2 71.e5 78.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
57.0
5000 e ot
85.0 15.00 15.50
29.0 m/z 43.05 76.27%
0 ‘\‘ \‘\ M\ H\ i \1l§ 0 141.0 169.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57.0
== =
15.00 15.50
5000 85.0 m/z 85.05 53.17%
29.0‘
113.0 198 0
ool b 203410 1600 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane ey e
57.0 15.00 15.50
m/z 41.10 46.35%
5000 85.0
29.0
0 \‘ l H \‘\ i ‘11?0\1410 169.0 212.0
R L o L Eman R — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.974 7.82 ng 296640  Phenanthrene-die 16.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Heptadecane 240 C17H36 000629-78-7 87
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 83
4 Eicosane 282 C20H42 000112-95-8 83
5 Nonadecane 268 C19H40 000629-92-5 81

Abundance Scan 2225 (15.974 min): BM029719.D\data.ms (-2220) - m/z 57.10 100.00%
57.1

99.0 16,00
184.1 16.00
R I I A A~ S m/z 43.10  79.04%
miz--> 50 100 150 200 250
Abundance #48834: Tridecane
57.0
5000 T
16.00
m/z 71.10 74.76%
9 0
184.
O \z\a\\ \‘ ‘H‘\ ‘\“ \“‘\ ! \H T ]\-4\1- ‘0\ T 8\‘ \0‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #94344: Heptadecane
57.0
e
16.00
5000 m/z 85.10 49,99%
99.0
om0l | | 7 1410 130 200
m/z--> 50 100 150 200 250
Abundance #141431: Eicosane, 10-methyl- s
57.0 16.00
m/z 41.10 43.70%
5000
‘ 99.0 0
Ot b b T 197.0 2390 2810 S
m/z--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

16.768 4.17 ng 158312  Phenanthrene-die 16.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 90
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 2360 (16.768 min): BM029719.D\data.ms (-2355) (- m/z 57.10 100.00%
57.1

> MJL
99.0 T T
16.50 17.00
oL LA iy pare 1921 284z 0700 10 75.2a%
m/z--> 50 100 150 200 250 300
Abundance #105884: Octadecane
57.0
5000 T =
16.50 17.00
‘ 99.0 m/z 43.05 71.36%
0 \“\ ““‘\ ”H‘ \‘“‘\ “L \“‘ \%41‘1.‘0‘\ :‘]\-8\3\0‘ T \25“4\0\ L I
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57.0
T —
16.50 17.00
5000 m/z 85.10 52.97%
9.0
ol L1 1410 1830 2250 2670 338
e A B B A e AN B
m/z--> 50 100 150 200 250 300
Abundance #152416: Tridecane, 1-iodo- S Y
57.0 16.50 17.00
m/z 41.10 39.57%
h w\NJ\/W
99.0 183.
ol Ll L e T e et
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Nonadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

17.503 4.09 ng 155226  Phenanthrene-die 16.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 92
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 90
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 2485 (17.504 min): BM029719.D\data.ms (-2480) (- m/z 57.10 100.00%
57.1

> N/\L
99.0 PR !
17.50
41 197 1
- A, h‘ L0 1971 2463 n/z 71.e5  74.14%
m/z--> 100 150 200 250 300
Abundance #117637: Nonadecane
57.0
5000 —r
17.50
m/z 43.10 72.53%
99.0
O T \“\ \“‘ T “H‘ “‘ h‘ \H‘ \:‘L\4\1’0‘\ ]\-8\3\0‘ L ‘2\6§.(\)\ ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57.0
e — |
17.50
5000 ITI/Z 85.10 51.90%
99.0
o Ll i, 14101830 2250 2670 338
Ll e
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane 1 I
57.0 17.50
m/z 41.10 37.40%
5000
‘ 99.0
1.0
o5l L 4L 101830 250 2960 e
m/z--> 50 100 150 200 250 300 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 n-Hexadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.898 4.04 ng 153109  Phenanthrene-die 16.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 2552 (17.898 min): BM029719.D\data.ms (-2548) (- m/z 73.05 100.00%

73.0
43.1
5000

[N T
17.50 18.00

0 m/z 43.10 78.64%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107548: n-Hexadecanoic acid
43.0 73.0

5000 256.0 - T
129.0 17.50 18.00

m/z 41.10 70.76%

213.0
L) HH 157.0185.0
’\1\\‘}‘\\”\” {‘\‘H!\H“‘H‘”‘}‘\H\‘H‘HH‘\\‘H‘\‘H‘\“\\H‘HH‘HH“HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84453: Tetradecanoic acid
73.0

— —
430 17.50 18.00

o

o

w

5000 m/z 60.10 67.26%
129.0
185.0 228.0
0,cr
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95855: Pentadecanoic acid — sy
43.0 73.0 17.50 18.00
m/z 55.05 64.50%
5000 129.0
s e,
o,“m‘i‘w“1“"”""Uw‘ﬂ‘lmWH‘_“w‘m_mww”ww — e
m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.192 4.11 ng 155784  Phenanthrene-die 16.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Hexadecane 226 C16H34 000544-76-3 87
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 2602 (18.192 min): BM029719.D\data.ms (-2598) (- m/z 57.10 100.00%
57.1

o waﬂ«ﬁ«W$Abivamﬂ»K
91 — —T
18.00 18.50
— R W “ LIt0 1969 24322821 0 7100 76.28%
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000 T —
18.00 18.50
m/z 43.10 75.09%
9.0 /
015.4 LLL) | 141018302250 2960
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
— —
18.00 18.50
5000 ITI/Z 85.10 56.54%
LA : T T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane T —]
57.0 18.00 18.50
m/z 41.10 37.38%
5000
9.0
oL LUl i1 141018302250267.0 3380
A A A T e —— —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Heptadecane, 2,6,10,15-tetr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.833 4.68 ng 177472  Phenanthrene-die 16.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
3 Hexadecane 226 C16H34 000544-76-3 93
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2711 (18.833 min): BM029719.D\data.ms (-2707) - m/z 57.10 100.00%
57.1
— —
H ‘ 206.1 2064 355 18.50 19.00
ol b A L 32 ] 25802964 885, T 1 79, 26%
mlz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 = Rkl
18.50 19.00
9.0 m/z 43.10 76.15%
Ol\ \d\ ‘ T U‘ \h‘\ h“ \“‘ \%.\ “ ‘c‘)\ ]\-8\3\0‘ \22\5\(\)‘ L \29\6‘.(\)\ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— ——
18.50 19.00
5000 m/z 85.10 56.46%
0 L\ H\ A \‘ u‘ \ \ 1.0 183.0  239.0 296.0
] P T
miz--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane T — T
57.0 18.50 19.00
m/z 41.10 38.47%
5000
9.0
226.0
oiso LI i) geoamee0 e
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.415 3.04 ng 154282 Chrysene-d12 21.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Eicosane 282 C20H42 000112-95-8 92
3 Tridecane 184 C13H28 000629-50-5 81
4 Heneicosane 296 C21H44 000629-94-7 74
5 Octacosane 394 (C28H58 000630-02-4 74

Abundance Scan 2810 (19.415 min): BM029719.D\data.ms (-2806) (- m/z 57.10 100.00%

57.1
5000
202.1
ol 19,50
141.0 .
N — ““ L “‘H LAl 4, 2392 28908270 0 7110 78.38%
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane
57.0
5000 T
19.50
9.0 m/z 43.10 66.20%
226.0
0 \5\q\ S [h\”‘!‘ \‘H‘\ ““ \“‘ “4%‘(‘)\]\-8\3\0‘ T \‘\ L L B
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
——
19.50
5000 m/z 85.10 53.15%
9.0
L 30800050 2220
0t “” ‘M‘w\m‘HH‘HH‘HH_
m/z--> 50 100 150 200 250 300 350
Abundance #48833: Tridecane T
57.0 19.50
m/z 41.10 34.35%
- wf\mj\w/\wf
‘ ‘ 9.0 147 o 184.0
om‘m‘!w‘ e ——
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Tetracosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.950 2.73 ng 138271 Chrysene-d12 21.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2901 (19.950 min): BM029719.D\data.ms (-2897) - m/z 57.10 100.00%

57.1
5000
s
141.0 1831 2251 1 :
— J ““ “ LD iasen i 30013440 s 71,10 78.36%
mlz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 R
20.00
9.0 m/z 43.10 63.37%
RERE ‘ h {4 1401200050 260
m/z--> 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0
——
20.00
5000 ITI/Z 85.10 60.98%
o LLLLL h uw *“1‘0‘%?3‘0‘22‘59‘ e
miz--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane T
57.0 20.00
m/z 41.05 36.44%
5000
oA M |1 018302250 220 -
m/z--> 50 100 150 200 250 300 350 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc : HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Oxalic acid, isobutyl hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.909 8.07 ng 408771 Chrysene-d12 21.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
2 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 90
3 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 89
4 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 87
5 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 86
Abundance Scan 3064 (20.909 min): BM029719.D\data.ms (-3060) (- m/z 57.10 100.00%
57.1
11.1 -
21.00
169.1 226.1 .
oLk } ool 2BLL 8442 MIS1 ., 43.10  82.84%
mlz--> 50 100 150 200 250 300 350 400
Abundance #196922: Oxalic acid, isobutyl hexadecyl ester
57.0
5000 1
21.00
m/z 71.10 73.26%
11.0
O \“\ ‘\“‘ \“M \IM\‘l““‘ \‘“\‘\ T ‘ L ‘2\2\4\(\)‘2\6‘\9.\0\ ‘ TTTT ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0
e
21.00
5000 m/z 55.10 59.02%
11.0
oL b L1370 20 2800
miz--> 50 100 150 200 250 300 350 400
Abundance #156673: Ethanol, 2-(octadecyloxy)- e
57.0 21.00
m/z 83.10 55.42%
5000
11.0
UL oo 2220, 250
oL by e —
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\

Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13

Operator : CG/JU

Sample : M2217-15 :
Misc . HTCRV2-GRAB-CF02-01

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Tricosane, 2-methyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
21.339 3.34 ng 169368 Chrysene-d12 21.174
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Tricosane, 2-methyl- 338 C24H50 001928-30-9 87
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 83

Abundance Scan 3137 (21.339 min): BM029719.D\data.ms (-3134) - m/z 57.10 100.00%
57.1

2156 él%d
127.1 208.1 302.1 . . .
o"Ha_mﬁwéimﬁmwum‘vam‘p“u§§%ﬁ“w“u‘5§4q m/z 71.10  80.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141425: Heneicosane
57.0
5000 — —
21.00 21.50
m/z 43.10 72.80%
127.0
O‘\\“r‘\M'!\"\.Lf\l\M'\'Tlrng.\(w)u‘uzwg\?.\owu‘HH‘HH‘HH‘HH‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— —
21.00 21.50
5000 m/z 85.10 62.93%
0 | 2270 2110 296.0
e A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175565: Tricosane, 2-methyl- “ 7
43.0 21.00 21.50
m/z 41.05 30.50%
113.0 295.0
o“\ﬁml?mJ SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@43021\
Data File : BM@29719.D

Acqg On : 29 Apr 2021 21:13
Operator : CG/JU

Sample : M2217-15

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM043021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Cyclohexane, et... 4.757 3.3 ng 66786 1 7.598 409576 20.0
Nonane 5.628 6.6 ng 135154 1 7.598 409576 20.0
Decane 7.228 10.2 ng 208212 1 7.598 409576 20.0
Benzene, 1-ethy... 8.234 3.1 ng 63048 1 7.598 409576 20.0
Undecane 8.822 8.3 ng 176055 1  7.598 409576 20.0
Tridecane 11.816 6.6 ng 222388 2 10.375 675636 20.0
Tetradecane 13.074 7.3 ng 267008 3 14.245 730474 20.0
Pentadecane 14.157 6.1 ng 222305 3 14.245 730474 20.0
Hexadecane 15.115 5.2 ng 189289 3 14.245 730474 20.0
Heptadecane 15.974 7.8 ng 296640 4 16.992 758671 20.0
Octadecane 16.768 4.2 ng 158312 4 16.992 758671 20.0
Nonadecane 17.503 4.1 ng 155226 4 16.992 758671 20.0
n-Hexadecanoic ... 17.898 4.0 ng 153109 4 16.992 758671 20.0
Heneicosane 18.192 4.1 ng 155784 4 16.992 758671 20.0
Heptadecane, 2,... 18.833 4.7 ng 177472 4 16.992 758671 20.0
Eicosane 19.415 3.0 ng 154282 5 21.174 1013670 20.0
Tetracosane 19.950 2.7 ng 138271 5 21.174 1013670 20.0
Oxalic acid, is... 20.909 8.1 ng 408771 5 21.174 1013670 20.0
Tricosane, 2-me... 21.339 3.3 ng 169368 5 21.174 1013670 20.0
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